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 Table S1.  Crystallographic Analysis of Crystal Form 2 
 
 
 
Crystal 1 
Native 
Crystal 2 
K2OsO4 
Crystal 3 
[Ta6Br12]2+ 
Data collection    
Synchrotron APSa APSa APSa  
Beamline GM/CA-CAT 23ID-D NE-CAT 24ID-C NE-CAT 24ID-C 
Space group P212121 P212121 P212121 
Cell dimensions      
   a, b, c (Å) a=105.4, b=106.5, 
c=358.6 
a=110.5, b=110.7, 
c=364.1 
a=112.1, b=112.2, 
c=354.0 
   α, β, γ  (°) α=β=γ=90 α=β=γ=90 α=β=γ=90 
  Os 
Peak 
Ta 
Peak 
Wavelength (Å) 1.03319 1.1399 1.2546 
Resolution (Å) 50.0-3.75 50.0-5.2 50.0-7.3 
Rsym (%)b 18.0 (75.3) 11.8 (59.7) 13.7 (73.6) 
<I / σI> b 7.8 (1.9) 11.3 (1.7) 11.1 (2.2) 
Completeness (%)b 96.2 (94.8) 96.2 (86.1) 100.0 (100.0) 
Redundancyb 5.4 (4.6) 5.5 (2.7) 5.6 (5.6) 
    
Refinement    
Resolution (Å) 50.0 – 3.75   
No. reflections 
Test set 
39,143 
1,972 (4.7 %) 
  
Rwork / Rfree (%) 24.3 / 27.2   
No. atoms 25,114   
R.m.s deviations    
   Bond lengths (Å) 0.010   
   Bond angles (°) 1.4   
Ramachandran plotc 
 Most favored (%) 
 Additionally allowed (%) 
 Generously allowed (%) 
 Disallowed (%) 
 
78.6 
20.5 
0.8 
0.1 
 
 
 
aAPS, Advanced Photon Source, Argonne National Laboratory 
bHighest-resolution shell is shown in parentheses. 
cAs determined by Procheck. 
 Table S2.  Crystallographic Analysis of Crystal Form 3 
 
 
 
Crystal 1 
SeMet 
Crystal 2 
SeMet 
Data collection   
Synchrotron APSa APSa 
Beamline GM/CA-CAT 23ID-B GM/CA-CAT 23ID-B 
Space group P21212 P21212 
Cell dimensions   
   a, b, c (Å) a=210.2, 
b=226.5, 
c=190.6 
a=210.7, 
b=227.9, 
c=191.6 
   α, β, γ  (°) α=β=γ=90 α=β=γ=90 
  Se 
Peak 
Wavelength (Å) 1.0332 0.9795 
Resolution (Å) 50.0-3.2 50.0-3.35 
Rsym (%)b 14.5 (72.9) 17.9 (54.1) 
<I / σI> b 10.7 (2.0) 6.9 (2.2) 
Completeness (%)b 99.2 (97.9) 98.3 (93.4) 
Redundancyb 4.9 (4.3) 3.7 (3.5) 
   
Refinement   
Resolution (Å) 50.0-3.2  
No. reflections 
Test set 
129,823 
6,534 (4.4 %) 
 
Rwork / Rfree (%) 26.1 / 28.1  
No. atoms 37,807  
R.m.s deviations   
   Bond lengths (Å) 0.008  
   Bond angles (°) 1.4  
Ramachandran plotc 
 Most favored (%) 
 Additionally allowed (%) 
 Generously allowed (%) 
 Disallowed (%) 
 
83.8 
15.6 
0.5 
0.1 
 
 
 
aAPS, Advanced Photon Source, Argonne National Laboratory 
bHighest-resolution shell is shown in parentheses. 
cAs determined by Procheck. 
